LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026018.D

Aca On : 1 Mar 2017 10:02

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG021717.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.177 306 313 322 rVB 546950 808888 9.74% 1.961%
2 5.647 386 393 408 rBY 1712971 2652273 31.93% 6.429%
3 7.233 654 663 676 rBY 1648265 2784476 33.53% 6.749%
4 7.609 718 727 739 rBVY 1629842 2757912 33.21% 6.685%
5 8.079 799 807 814 rBV 379827 645234 7.77% 1.564%

8.403 853 862 873 rBV 1213786 2090770 25.17% 5.068%
9.231 995 1003 1010 rBV 931738 1631426 19.64% 3.954%
10.876 1273 1283 1294 rVB 582097 1028859 12.39% 2.494%
13.309 1690 1697 1707 rBV 3079285 4667574 56.20% 11.314%
14.678 1923 1930 1939 rBV2 1030657 1653667 19.91% 4.008%

=
QO ~NO®

11 16.158 2174 2182 2199 rBV 2791571 4279277 51.52% 10.372%
12 17.410 2388 2395 2407 rVB2 1617050 2414131 29.07% 5.852%
13 20.007 2830 2837 2845 rBV 6176426 8305657 100.00% 20.132%
14 21.658 3110 3118 3127 rBV 1674966 2754343 33.16% 6.676%
15 24.860 3652 3663 3682 rVB2 945246 2781552 33.49% 6.742%

Sum of corrected areas: 41256039
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG022817\

BG026018.D

1 Mar 2017 10:02

SJ/MA

PB97232BL

21 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NIST11.L
LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG026018.D

5.65 7.23 7.61

8.40
9.23

o]

5.18

10.88

O

Time--> 3. 50

6.50 7.00

4.00 450 500 550 600

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
6000000

5000000

4000000

13.31

3000000

2000000

1000000

TIC: BG026018.D

16.16

17.41
14.68

20,01

21.66

okt
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG026018.D

24.86

O

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026018.D

Aca On : 1 Mar 2017 10:02

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.18 25.07 ng 808888 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 314 (5.183 min): BG026018.D (-306) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 NN B
480 500 520 5.40 5.60
83.1
....,....-,lu...~!~|,....,-....-,....,....,....,....,....,297.-9. m/z 59.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA RS I L
59.0 480 500 520 540 5.60
m/z 101.10 25.51%
27\\'\ i i 83.0 10:‘I"0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 59.0
480 500 520 540 560
5000/ 18.0 m/z 58.10 20.03%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e R
59.0 480 500 520 5.40 5.60
m/z 41.05 7.69%
5000
41.0
101.0
'”'%@ﬂ'wb”1H'”'l'”'J'”'l'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022817\
Data File : BG026018.D

Aca On : 1 Mar 2017 10:02

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.61 85.49 ng 2757910 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 727 (7.609 min): BG026018.D (-718) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ARSI SRR S
40.0 541 7.20 7.40 7.60 7.80 8.00
S v S X B NN € X 1 N m/z 68.10 40.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A LR IR S
7.20 7.40 7.60 7.80 8.00
310 510 ‘ m/z 134.10 33.12%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 740 7.60 7.80 8.00
5000 67.0 m/z 66.10 27.67%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA BLELLEL BN LN B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 14 .94%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022817\
Data File : BG026018.D

Acq On : 1 Mar 2017 10:02

Operator : SJ/MA

Sample : PB97232BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 25.1 ng 808888 1 8.08 645234 20.0
unknown7 .61 7.61 85.5 ng 2757910 1 8.08 645234 20.0
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